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composition of the molecular orbitals of the metal-adsorbate system was decomposed into 
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d) The calculated differences between the charge density of the metal-organic systems and that of the 
isolated, distorted fragments illustrates how the charge density changes upon adsorption of the 
molecule to the metal surface, with blue being a decrease and red an increase. (b) 2H-TPP on Cu(111) 
with an isovalue of +/- 0.0003 au. (c, d) Contour diagrams for 2H-TPP on top of Cu(111) (c) and 
Ag(111) (d). The same settings were employed to obtain the contours. The values dCu, dAg, are listed in 
Table 1. !!!
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